Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.128; data-to-parameter ratio = 21.4. organic compounds o3212 Belaziz et al.
The fused five-and six-membered rings in the title compound, C 10 H 10 N 2 O, are approximately coplanar, with an r.m.s. deviation of 0.008 Å . The mean plane of the allyl group is roughly perpendicular to the mean plane of the 1,3benzimidazol-2(3H)-one system, making a dihedral angle of 86.1 (2) . In the crystal, each molecule is linked to its symmetry equivalent partner by a pair of N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds.
Related literature
For the pharmacological and biochemical properties of the title compound, see: Gravatt et al. (1994) ; Horton et al. (2003) ; Kim et al. (1996) ; Roth et al. (1997) . For compounds with similar structures, see: Belaziz et al. (2012) ; Ouzidan et al. (2011) Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: PLATON (Spek, 2009 ) and publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2012) . E68, o3212 [doi:10.1107/S1600536812043620] 1-Allyl-1H-1,3-benzimidazol-2(3H)-one Dounia Belaziz, Youssef Kandri Rodi, Fouad Ouazzani Chahdi, El Mokhtar Essassi, Mohamed
Saadi and Lahcen El Ammari Comment
Benzimidazoles are very useful intermediates/subunits for the development of molecules of pharmaceutical or biological interest. Benzimidazole and its derivatives are an important class of bioactive molecules in the field of drugs and pharmaceuticals. Benzimidazole derivatives have found applications in diverse therapeutic areas including anti-ulcers, anti-hypertensives, anti-virals, anti-fungals, anti-cancers, (Gravatt et al. 1994; Horton et al. 2003; Kim et al. 1996; Roth et al. 1997) .
As a continuation of our research work devoted to the development of substituted benzimidazol-2-one derivatives (Belaziz et al., 2012; Ouzidan et al. 2011) , we reported in this paper the synthesis of new benzimidazol-2-one derivative by action of allyl bromide with 1H-1,3-benzimidazol-2(3H)-one in the presence of a catalytic quantity of tetra-n-butylammonium bromide under mild conditions to furnish mono-substituted compound (Scheme 1).
The crystal structure of the 1-allyl-1H-1,3-benzimidazol-2(3H)-one molecule is built up from fused six-and fivemembered rings linked to C 3 H 5 chain as shown in Fg.1. The fused-ring system is essentially planar, with a maximum deviation of -0.010 (1) Å for C10. The allyl group is nearly perpendicular to the 1H-1,3-benzimidazol-2(3H)-one plane as indicated by the torsion angle of C8 C7 N1 C6 -70.44 (18)°. In the crystal, each molecule and its symmetry through the inversion center are linked by N2-H2···O1 and C3-H3···O1 hydrogen bonds in the way to form dimers as shown in 
Experimental
To 1H-1,3-benzimidazol-2(3H)-one (0.2 g, 1.49 mmol), potassium carbonate (0.41 g, 2.98 mmol) and tetra-n-butylammonium bromide (0.05 g, 0.15 mmol) in DMF (15 ml) was added allyl bromide (0.14 ml, 1.78 mmol). Stirring was continued at room temperature for 6 h. The salt was removed by filtration and the filtrate concentrated under reduced pressure. The residue was separated by chromatography on a column of silica gel with ethyl acetate/hexane (1/2) as eluent. The product was obtained with quantitative yield of 70%. It was recrystallized from hexan/acetate to give colourless crystals.
Refinement
H atoms were located in a difference map and treated as riding with N-H = 0.86 Å, C-H = 0.93 Å (aromatic), and C-H = 0.97 Å (methylene). with U iso (H) = 1.2 U eq (aromatic, methylene).
Computing details
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT (Bruker, 2005) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for supplementary materials sup-2 Acta Cryst. (2012). E68, o3212 publication: PLATON (Spek, 2009 ) and publCIF (Westrip, 2010) .
Figure 1
Molecular structure of the title compound with the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are represented as small circles.
Figure 2
Molecule and its symmetry through the inversion center linked by hydrogen bonds and building dimers. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.14 e Å −3 Δρ min = −0.14 e Å −3 Extinction correction: SHELXL97 (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.011 (4)
Special details
Geometry. All s.u.'s (except the s.u. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell s.u.'s are taken into account individually in the estimation of s.u.'s in distances, angles and torsion angles; correlations between s.u.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell s.u.'s is used for estimating s.u.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0420 (9) 0.0437 (7) 0.0469 (9) 0.0000 (6) 0.0090 (7) 0.0037 (6) (17) 
